[Concept of predicting hazards of toxicants].
The paper describes the methodology and the method package developed by Russia's investigators to estimate varying levels of the deleterious effects of toxicants on the environmental objects: working area and ambient airs and out-of-door water reservoirs. It proves it possible to predict the safe exposure levels and some selective activities of toxicants and to develop low-toxic compounds at their design stage on the basis of quantum chemistry and the structural fragments of substances.